Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.039; wR factor = 0.116; data-to-parameter ratio = 13.8.
Related literature
For bond-length data, see: Allen et al. (1987) . For background to and the bioactivity of pyrazole derivatives, see: Abdel-Aziz et al. (2009 , 2010 Refinement R[F 2 > 2(F 2 )] = 0.039 wR(F 2 ) = 0.116 S = 1.08 2782 reflections 201 parameters H-atom parameters constrained Á max = 0.18 e Å À3 Á min = À0.17 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT (Bruker, 2009); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009).
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Comment
Owing to the various biological properties of pyrazole derivatives such as anti-cancer (Fu et al., 2010 ), anti-inflammatory (Bharate et al., 2008 and antimicrobial activities (Thumar & Patel, 2011) , we have during the course of our medicinal chemistry research reported the synthesis and bioactivity of pyrazole derivatives (Abdel-Aziz et al., 2009 , 2010 Abdel-Wahab et al., 2009) . The title compound (I) was synthesized and characterized in order to study the structure activity relationship of this class of compounds.
The molecule of (I), C 18 H 13 N 3 O, has a butterfly-like structure. The pyrazole ring forms the dihedral angles of 59.31 (8) and 57.24 (8)°, respectively, with the C5-C10 and C11-C16 phenyl rings, whereas the dihedral angle between these two rings is 64.03 (8)°. The cabonitrile substituent lies on the same plane with the pyrazole ring with an r.m.s. 0.0027 (1) Å for the seven non-H atoms (C1-C4/N1-N3), whereas the acetyl group is slightly deviated with the torsion angles N2-C1-C17-C18 = 8.3 (2)° and N2-C1-C17-O1 = -171.47 (13)°. The bond distances in (I) are within normal ranges (Allen et al., 1987) and comparable to the related structure (Abdel-Aziz et al., 2011) . The crystal packing of (I) is stabilized by weak C-H···N and C-H···O interactions (Table 1 ). Figure 2 shows the molecular a helical chain along the [1 0 0] linked by these interactions.
Experimental
The title compound was prepared according to the reported method (Dawood et al., 2003) . Single crystals of the title compound suitable for X-ray structure determination were recrystallized from ethanol by the slow evaporation of the solvent at room temperature after several days.
Refinement
All H atoms were placed in calculated positions with d(C-H) = 0.93 for aromatic and 0.96 Å for CH 3 atoms. The U iso (H) values were constrained to be 1.5U eq of the carrier atom for methyl H atoms and 1.2U eq for the remaining H atoms. A rotating group model was used for the methyl groups. where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max = 0.001 Δρ max = 0.18 e Å −3 Δρ min = −0.17 e Å −3 Extinction correction: SHELXTL (Sheldrick, 2008) , Fc * =kFc[1+0.001xFc 2 λ 3 /sin(2θ)] -1/4 Extinction coefficient: 0.0012 (2) Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0404 (6) −0.0036 (5) 0.0002 (5) 0.0014 (5) C4 0.0479 (7) 0.0701 (9) 0.0429 (7) −0.0050 (7) 0.0009 (6) −0.0026 (7) C5 0.0579 (7) 0.0430 (7) 0.0363 (6) −0.0014 (6) −0.0021 (5) −0.0020 (5) C6 0.0642 (9) 0.0621 (9) 0.0622 (9) 0.0079 (7) −0.0024 (7) −0.0025 (7) C7 0.0960 (13) 0.0558 (9) 0.0832 (12) 0.0250 (9) −0.0237 (11) −0.0051 (9) C8 0.1315 (17) 0.0486 (9) 0.0554 (9) 0.0027 (10) −0.0064 (10) 0.0067 (7) C9 0.1125 (14) 0.0530 (9) 0.0568 (9) −0.0034 (9) 0.0177 (9) 0.0085 (7) C10 0.0738 (9) 0.0493 (8) 0.0508 (8) 0.0007 (7) 0.0113 (7) 0.0040 (6) C11 0.0603 (7) 0.0395 (6) (7) −0.0005 (6) 0.0038 (7) C17 0.0460 (7) 0.0792 (10) 0.0451 (8) −0.0084 (7) −0.0012 (6) 0.0152 (7) C18 0.0816 (11) 0.0821 (12) 0.0627 (10) 0.0030 (9) 0.0005 (8) 0.0291 (9) Geometric parameters (Å, º) 
